Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; disorder in solvent or counterion; R factor = 0.039; wR factor = 0.108; data-toparameter ratio = 20.8.
In the title hydrated molecular salt, C 11 H 14 N 3 O + ÁBr À ÁH 2 O, the Br À anion is split and appears as two independent halfoccupied Br À anions on twofold rotation axes. The dihedral angle between the phenyl ring and the mean plane of the 2,3-dihydro-1H-pyrazole ring (r.m.s. devation = 0.014 Å ) is 62.43 (7) . In the crystal, the components are connected via O-HÁ Á ÁBr and N-HÁ Á ÁO hydrogen bonds to form a onedimensional polymeric structure propagating along [001] .
Related literature
For general background on pyrazolone derivatives, see : Casas et al. (2007) ; Jain et al. (2003) ; Zhang et al. (2008) . For related structures, see : Chitradevi et al. (2009) ; Murtaza et al.(2011) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Jain et al., 2003) . Pyrazolone is a five-membered lactam ring compound containing two N atoms and a ketone in the same molecule. Such pyrazolone derivatives form a very important class of heterocycles due to their properties and applications (Casas et al., 2007; Zhang et al., 2008) . We report herein on the synthesis and crystal structure of the title compound.
The asymmetric unit of title compound, Fig. 1 , consists of three components: a 1,5-dimethyl-3-oxo-2-phenyl-2,3-dihydro-1H-pyrazol-4-aminium cation, a bromide ion and a water molecule. The Br anion is split and appears as two independent half-occupied Br anions, Br1 and Br2, on two-fold rotation axes. In cation, the phenyl ring A (C1-C6) and (Allen et al., 1987) and angles are within normal ranges. The crystal structure of some similar compounds have been reported (Chitradevi et al., 2009; Murtaza et al., 2011) .
In the crystal, the various components are connected by N-H···O and O-H···Br hydrogen bonds (Table 1 and Fig. 2) to form an infinite one-dimensional arrangement parallel to [001] .
Experimental 4-Aminoantipyrine (0.203 g, 1.0 mmol) and dibromomethane (0.173 g, 1.0 mmol) were dissolved in water (15 ml). The mixture was refluxed for 3 h and then the solvent was evaporated on rotary evaporator to almost dryness. The crude product was recrystallized from water yielding block-like yellow crystals of the title compound.
Refinement
The H atoms were included calculated positions and treated as riding atoms: O-H = 0.85 Å, N-H = 0.89 Å, C-H = 0.93-0.96 Å, with U iso (H) = x × Ueq (C,N,O) , where x = 1.5 for CH 3 and NH 3 H atoms and = 1.2 for other H-atoms.
Computing details
Data collection: SMART (Bruker, 1998 ); cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT (Bruker, 1998 The molecular structure of the title compound with the atom numbering. The displacement ellipsoids are drawn at the 30% probability level.
Figure 2
A view along the c axis of the crystal packing of the title compound. H-bonds are shown as dashed lines; see Table 1 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

